LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@31325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49805.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.016 3 5 14 rvB 135291 175659 1.09% 0.223%
2 4.904 320 326 338 rBV 1013476 1377217 8.54% 1.751%
3 5.369 399 405 416 rBV 5424085 7421548 46.02% 9.436%
4 5.981 504 509 515 rVB 164687 236797 1.47% 0.301%
5 6.957 667 675 691 rBV 5127260 7738907 47.98% 9.840%

6 7.786 809 816 823 rVB 1070545 1647605 10.22% 2
7 8.939 999 1012 1022 rBV 2935906 4622563 28.66% 5
8 10.580 1281 1291 1297 rBV 1262715 2051940 12.72%  2.609%
9 13.051 17063 1711 1722 rBV 7686461 10799800 66.96% 13.
10 14.145 1891 1897 1903 rBV 112910 174865 1.08% ©

11 14.427 1936 1945 1952 rBV 1864994 2700938 16.75%  3.434%
12 15.786 2170 2176 2184 rBV 582351 763307 4.73% 0.971%
13 15.915 2191 2198 2216 rBV 6632162 8802985 54.58% 11.193%
14 17.168 2405 2411 2416 rBV 2310670 3049330 18.91% 3.877%
15 18.074 2559 2565 2572 rBV 556678 872865 5.41% 1.110%

16 19.221 2756 2760 2767 rVB 272703 367902 2.28% 0.468%
17 19.35@ 2778 2782 2784 rBV 223105 277992 1.72% ©.353%
18 19.586 2818 2822 2825 rBV 291676 353135 2.19% ©.449%
19 19.792 2852 2857 2869 rVB 14331992 16128294 100.00% 20.506%
20 19.909 2873 2877 2886 rBV7 79234 171845 1.07% 0.218%

21 20.780 3022 3025 3029 rBv4 165967 216518 1.34% ©.275%
22 21.091 3074 3078 3088 rBV2 340163 588557 3.65% 0.748%
23 21.403 3124 3131 3136 rBV 2591902 4027321 24.97% 5.121%
24 24.256 3611 3616 3628 rVB 324470 763144 4.73% 0.970%
25 24.403 3633 3641 3649 rBV 1393816 3319631 20.58% 4.221%

Sum of corrected areas: 78650665
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM049805.D\data.ms
1.4e+07

1.2e+07
le+07
8000000

6000000 5.369 6.957

4000000
8.939

2000000
4.904 7.786 10.580
D16 | 5.981

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM049805.D\data.ms
1.4e+07 19.792

1.2e+07
le+07

800000013.051
15.915

6000000

4000000 21.403

17.168
2000000 14.427

: 18.074 229596 091
0 14,145 15,790 198785689909 20.788
B M s :
Time-> 13.00 13.50 14.00 14.50 15.00 1550 16.00 16,50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BM049805.D\data.ms
1.4e+07

1.2e+07
le+07
8000000
6000000
4000000

2000000 24.403
24.2

o

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BM@31325.M Fri Apr 04 05:14:30 2025 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Glycolaldehyde dimethyl acetal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.016 2.13 ng 175659 1,4-Dichlorobenzene-d4 7.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycolaldehyde dimethyl acetal 106 C4H1e03 030934-97-5 64
2 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 40
3 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 39
4 2-Azabutane, N-amidino-4,4-dimet... 161 C6H15N302 052737-41-4 9
5 Ethane, 1,1,2,2-tetramethoxy- 150 C6H1404 002517-44-4 9
Abundance Scan 5 (3.016 min): BM049805.D\data.ms (-3) (-) m/z 75.05 100.00%
758.0
5000
45.0
R RARANRUEREEEEE R
‘ | 1031 1469 207.0 3103.203.303.40
Obrrrrrrer bttt 0L 2010 mjz 45.00  34.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5623: Glycolaldehyde dimethyl acetal
78.0
5000 L R R RN R
31.0 3.103.203.303.40
m/z 41.00 21.58%
O”’.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5393: Propane, 1,1-dimethoxy-
75.0
R R AL
3.103.203.303.40
5000 m/z 47.00 20.05%
45.0
15.0
Sl 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #57089: 3-Bromopropionaldehyde dimethyl acetal RARRRsRssRsssssEISES
75.0 3.103.203.303.40
m/z 73.10 16.40%
5000
45.0
151.0
0 150 ‘\H it ‘ | 1090 \H 1810
e e e e e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.103.203.30 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.904 16.72 ng 1377220 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 326 (4.904 min): BM049805.D\data.ms (-320) (-) m/z 43.00 100.00%

3.0
5000
101.1 R ARaama R
‘ - ‘ 4.60 4.80 5.00 5.20
Ol 230l 1469 2070 sz 59.e5  54.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20
m/z 101.10  20.52%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9501: n-Propyl t-butyl ether
59.0
AR A RRREY
4.60 4.80 5.00 5.20
5000 1010 m/z 58.05 16.17%
29.0
0 R e AR s ma T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R EE R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.68%
5000
0 37\ \‘H 12\60
e e e E  RBRRRREEEY
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.981 2.87 ng 236797 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 40
3 3-Hexanol, acetate 144 C8H1602 040780-64-1 25
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 16
5 N-Ethylformamide 73 C3H7NO 000627-45-2 16
Abundance Scan 509 (5.981 min): BM049805.D\data.ms (-504) (-) m/z 73.10 100.00%
43.0 731
5000

T

115.0 5.60 5.80 6.00 6.20 6.40

O bbb bbb 2931 2281 43 00 88.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 U L B R
5.60 5.80 6.00 6.20 6.40
m/z 114.95 11.88%
115.0
O\]\-\s‘\.’o\‘i‘\\"h”\\u’\\\‘\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9027: N-.alpha.-Acetylglycinamide
73.
30.0 0
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.10 9.88%
NI N SN/ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24070: 3-Hexanol, acetate R aaEE s e
43.0 5.60 5.80 6.00 6.20 6.40
m/z 39.00 7.30%
5000
g4.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.786 5.65 ng 763307  Acenaphthene-di10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 49
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 2176 (15.786 min): BM049805.D\data.ms (-2170) (1 m/z 104.95 100.00%
105.0
o 182.0
5000
1550 1600
39.0 152.0 219.1 281.¢ .
Ol TR 29 28LE 77 00 70.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
1550 1600
m/z 182.00 3.54%
27.0 152.0
0’HH‘HH‘HH‘“HH‘\‘H\‘HH‘H}\‘HH‘H\H\‘HH‘HH‘\\H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56777: Azobenzene
71.0
182.0 1550 1600
5000 m/z 51.00 5.32%
105.0
AL U il
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 1550 1600
m/z 181.00 10.73%
77.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.074 5.72 ng 872865  Phenanthrene-die 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2565 (18.074 min): BM049805.D\data.ms (-2559) (- | m/z 73.00 100.00%
73.0

N

5000
129.1
2132 S ‘
171.1 ‘ 256.1 18.00
0,38 b UL b 388 Geee  81.50%
mi/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN 4“
18.00
171.0 2130 256.0 m/z 43.10 81.38%
0! L \\h“‘\ M‘n} ‘\ ‘ “‘ “ “‘ \‘ “\‘ - “\‘ IR R
mi/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0

T [
18.00
5000, m/z 55.05 66.73%
' 129.0
UM‘ ‘ 171.0 214.0
ol i 0L P

m/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid

-

T \
18.00

57.05 66.04%

5000 129.0

Ll \ | | |
T

T
m/z--> 50 100 150 200 250 300 350 18.00

o
©
~
w
o
3
~
N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.092 2.92 ng 588557  Chrysene-d12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 1-Octadecene 252 C18H36 000112-88-9 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 89
5 1-Hexacosanol 382 C26H540 000506-52-5 76
Abundance Scan 3078 (21.091 min): BM049805.D\data.ms (-3074) (- | m/z 57.10 100.00%
57.1
226.1
5000
T \
hs'l | 1 21.00
ol UMM s by 22024201 m/z 43.16  97.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 — :
21.00
m/z 83.10 81.70%
5.0
| } h 2210
O \H!‘HH“H‘\!“\H\1‘\\\\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138521: 1-Octadecene
57.0
T \
21.00
5000 m/z 55.10 77 .29%
5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T ‘
57.0 21.00
m/z 69.10 77.20%
5000
FS'O 252.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40325\
Data File : BM@49805.D

Acqg On : 03 Apr 2025 14:37
Operator : RC/JU

Sample : Q1693-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Glycolaldehyde ... 3.016 2.1 ng 175659 1 7.786 1647610 20.0
2-Pentanone, 4-... 4.904 16.7 ng 1377220 1 7.786 1647610 20.0
2-Pentanone, 4-... 5.981 2.9 ng 236797 1 7.786 1647610 20.0
Benzophenone 15.786 5.7 ng 763307 3 14.427 2700940 20.0
n-Hexadecanoic ... 18.074 5.7 ng 872865 4 17.168 3049330 20.0
Cyclohexadecane 21.092 2.9 ng 588557 5 21.403 4027320 20.0
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